As part of our ongoing studies of pyrazole derivatives (Shridevi Doddaramappa, et al., 2013), the title compound, (I), was prepared and characterized by single-crystal X-ray diffraction. It shows potential anticancer activity against the aurora kinase enzyme: the full results will be reported elsewhere.
The asymmetric unit of the title compound C 25 H 19 N 5 OS, contains two molecules, A and B. In molecule A, the dihedral angles between the pyrazole ring and the C-bound phenyl group, the N-bound phenyl group and the thiadiazole ring are 32.30 (14), 52.25 (14) and 34.94 (12) , respectively. The corresponding angles in molecule B are 33.32 (14), 50.67 (15), and 70.30 (12) , respectively. In the crystal, the A and B molecules are linked by pairs of N-HÁ Á ÁN hydrogen bonds, generating R 2 2 (8) loops. This dimer linkage is reinforced by two C-HÁ Á ÁO hydrogen bonds and one C-HÁ Á ÁN hydrogen bond.
Related literature
For the synthesis, see: Shridevi Doddaramappa et al. (2013) . For a related structure, see: Chandra et al. (2012) . = 70.373 (2) V = 2220.4 (5) Å 3 Z = 4 Mo K radiation = 0.17 mm À1 T = 273 K 0.30 Â 0.25 Â 0.20 mm
Data collection
Bruker APEXII CCD area-detector diffractometer 18748 measured reflections 7768 independent reflections 5447 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.133 S = 1.02 7768 reflections 579 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
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Figure 1
Perspective diagram of (I) with 50% probability displacement ellipsoids.
Figure 2
Packing diagram of the molecule viewed down the 'c′ axis.
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Acta Cryst. (2013). E69, o1736 where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.20 e Å −3 Δρ min = −0.19 e Å −3 Special details Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted R-factors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-Methyl-1,3-diphenyl-N-(5-phenyl-1,3,4-thiadiazol-2-yl)-1H-pyrazole-4-carboxamide
R int = 0.029 θ max = 25.0°, θ min = 1.7°h = −12→12 k = −15→15 l = −20→20 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.049 wR(F 2 ) =
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1A 0.77966 (6) 0.57443 ( 
117.8 (2) S2B-C43B-N9B 115.12 (16) C11A-C12A-C13A 120.7 (2) S2B-C43B-N8B 124.67 (17) C12A-C13A-C14A 120.5 (3) S2B-C44B-N10B 114.43 (17) C13A-C14A-C15A 120.1 (3) S2B-C44B-C45B 122.50 (18) C14A-C15A-C16A 119.9 (3) N10B-C44B-C45B 123.0 (2) C11A-C16A-C15A 121.1 (2) C44B-C45B-C46B 120.8 (2) O1A-C17A-C2A 123.8 (2) C46B-C45B-C50B 118.7 (2) N3-C17A-C2A 116.2 (2) C44B-C45B-C50B 120.5 (2) O1A-C17A-N3 119.9 (2) C45B-C46B-C47B 120.9 (3) S1A-C18A-N4A 114.62 (17) C46B-C47B-C48B 119.9 (3) S1A-C18A-N3 124.69 (17) C47B-C48B-C49B 119.9 (3) N3-C18A-N4A 120.63 (19) C48B-C49B-C50B 121.2 (3) S1A-C19A-C20A 123.10 (17) C45B-C50B-C49B 119.4 (3) N5A-C19A-C20A 122.7 (2) C28B-C29B-H38A 109.00 S1A-C19A-N5A 114.24 (18) C28B-C29B-H38B 109.00 C21A-C20A-C25A 118.5 (2) C28B-C29B-H38C 109.00 C19A-C20A-C25A 120.8 (2) H38A-C29B-H38B 110.00 C19A-C20A-C21A 120.7 (2) H38A-C29B-H38C 109.00 C20A-C21A-C22A 120.7 (2) H38B-C29B-H38C 109.00 C21A-C22A-C23A 120.3 (3) C30B-C31B-H40 120.00 C22A-C23A-C24A 119.9 (3) C32B-C31B-H40 121.00 C23A-C24A-C25A 119.9 (2) C31B-C32B-H41 120.00 C20A-C25A-C24A 120.7 (3) C33B-C32B-H41 120.00 C3A-C4A-H6B 110.00 C32B-C33B-H42 120.00 C3A-C4A-H6A 110.00 C34B-C33B-H42 120.00 supplementary materials sup-12
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H6A-C4A-H6C 109.00 C33B-C34B-H43 120.00 C3A-C4A-H6C 110.00 C35B-C34B-H43 120.00 H6B-C4A-H6C 109.00 C30B-C35B-H44 120.00 H6A-C4A-H6B 109.00 C34B-C35B-H44 121.00 C5A-C6A-H8 120.00 C36B-C37B-H46 120.00 C7A-C6A-H8 120.00 C38B-C37B-H46 120.00 C6A-C7A-H9 120.00 C37B-C38B-H47 119.00 C8A-C7A-H9 120.00 C39B-C38B-H47 120.00 C9A-C8A-H10 120.00 C38B-C39B-H48 120.00 C7A-C8A-H10 120.00 C40B-C39B-H48 121.00 C10A-C9A-H11 120.00 C39B-C40B-H49 120.00 C8A-C9A-H11 120.00 C41B-C40B-H49 120.00 C9A-C10A-H12 120.00 C36B-C41B-H50 120.00 C5A-C10A-H12 120.00 C40B-C41B-H50 119.00 C11A-C12A-H14 120.00 C45B-C46B-H60 120.00 C13A-C12A-H14 120.00 C47B-C46B-H60 120.00 C14A-C13A-H15 120.00 C46B-C47B-H61 120.00 C12A-C13A-H15 120.00 C48B-C47B-H61 120.00 C13A-C14A-H16 120.00 C47B-C48B-H62 120.00 C15A-C14A-H16 120.00 C49B-C48B-H62 120.00 C14A-C15A-H17 120.00 C48B-C49B-H63 119.00 C16A-C15A-H17 120.00 C50B-C49B-H63 119.00 C11A-C16A-H18 119.00 C45B-C50B-H64 120.00 C15A-C16A-H18 120.00 C49B-C50B-H64 120.00
Hydrogen-bond geometry (Å, º) 
